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Source of material
The title compound was prepared as described in literature [1] and recrystallized from dichloromethane-petroleum ether solution at room temperature to give the desired crystals suitable for single-crystal X-ray di raction.
Experimental details
All hydrogen atoms were included in the latest stage of the re nement using a riding model.
Discussion
Palladacycles have attracted a great deal of attention due to their high activity as precatalysts in coupling reactions [2, 3] . In general, adducts of palladacycles are far more active than the corresponding dimeric palladacycles. A number of reports have shown that phosphines adducts of palladacycles are a ective catalysts for this transformation [4, 5] . As an alternative, the N-heterocyclic carbenes (NHCs) adducts of palladacycles have been proved to be excellent precatalysts [6, 7] . Moreover, the use of NHCs as ancillary ligands has opened up new routes for the design of emitting materials, because of their excellent color purity and high stability [8, 9] . However, the luminescence of NHCs complexes of palladacycles have been relatively less reported [1, 9] . Here we report the crystal structure of the title NHC complex of palladacycle. A view of the molecular structure of the title compound is given in the gure. The Pd atom is in a slightly distorted square planar environment bonded to the chlorine atom, the carbon atom of the NHC ligand, the nitrogen atom and the carbon atom of the pyrazine ligand. The Pd-Ccarb bond length of the title complex is similar to those of IPr [N,N′-bis-(2,6-diisopropyl-phenyl)imidazol-2-ylidene] complexes [1, 7, 10, 11] , while it is longer than those of the related carbene complexes [12, 13] possibly due to the steric bulk of the IPr ligand. The bicyclic system formed by the palladacycle and the pyrazdyl ring is coplanar. The imidazole ring plane of NHC is perpendicular to the square plane formed by the Pd(II) center (dihedral angles of 90°). In this type of arrangement the N-substituents of NHC reduce the steric interaction with palladacyclic moiety. In the crystal there exist non-classical intermolecular C-H· · · Cl hydrogen bonds (H· · · Cl = 2.713 Å) [14] between the chlorido ligand and the adjacent C-H of methoxy group.
